C14H15N 3 S, monoclinic, P21/c (no. 14), a = 10.4801(1) Å, b = 10.8132(1) Å, c = 12.1341(1) Å, β = 107.823(1)°, V = 1309.08(2) Å 3 , Z = 4, Rgt(F) = 0.0266, wR ref (F 2 ) = 0.0728, T = 100(2) K.
CrysAlis PRO [1] , SHELX [2, 3] , WinGX/ORTEP [4] 
Experimental details
The C-bound H atoms were geometrically placed (C-H = 0.95-0.98 Å) and refined as riding with U iso (H) = 1.2-1.5Ueq(C). The N-bound H-atoms were located in a difference Fourier map but were refined with a distance restraint of N-H = 0.88±0.01 Å, and with U iso (H) set to 1.2U equiv (N).
Comment
With the possibility of up to four substitutions, thiourea derivatives, i.e. molecules of the general formula R 1 (R 2 )NC (=S)N(R 3 )R 4 for R 1-4 = alkyl/aryl, comprise a rich diversity of chemical species [5] . The primary interest in these molecules relate to their use as dual hydrogen bonding catalysis for asymmetric synthesis [6] and for their utility as potential pharmaceutical agents [7] . In continuation of recent studies in this area [8] , herein the crystal and molecular structures of the title compound, PhN(Me)N(H)C(=S)N(H)Ph, are described.
The molecule is shown in the figure (70% displacement ellipsoids) and comprises a strictly planar core with the r.m.s. deviation of the C1, N1, N2 and S1 atoms being 0.0059 Å, and with the appended N3 [0.0538(16) Å] and C2 [0.0284(19) Å] atoms lying to either side of the least-squares plane. The dihedral angles between the central plane and the N1-and N3-bound phenyl rings are 21.40(6) and 83.43(3)°, respectively, showing the overall molecule to be twisted; the dihedral angle between the phenyl rings is 83.99(4)°. The amine-H atoms lie to opposite sides of the central plane which allows for the formation of an intramolecular amine-N1-H1n· · · N3(amine) hydrogen bond [H1n· · · N3 = 2.164(14) Å, N1· · · N3 = 2.6467(14) Å with angle at H1n = 114.8(10)°] which closes an S(5) loop.
In the crystal, centrosymmetrically related molecules are connected by amine-N2-H· · · ·S1(thione) hydrogen bonds [N2-H2n· · · S1 i : H2n· · · S1 i = 2.534(13) Å, N2· · · S1 i = 3.3749(10) Å with angle at H2n = 161.5(11)°for symmetry operation 1x, 1y, 1z] . This mode of association results in the formation of eight-membered {· · · HNCS} 2 synthons. The dimeric aggregates are connected into a three-dimensional architecture by phenyl-and methyl-C-π(phenyl) interactions whereby the C8-C13 phenyl ring accepts both contacts. [C4-H4· · · Cg(C8-C13) ii = 2.62 Å with angle at H4 = 139°and C14-H14a· · · Cg(C8-C13) iii = 2.59 Å with angle at H14a = 159°for symmetry operations ii: x, 1/2y, 1/2 + z and iii: 1x, −1/2 + y, 1/2z].
The conformation of the molecule and the formation of {· · · HNCS} 2 synthons in the molecular packing of the title compound is found in each of the closely related literature precedents PhN 
